The use of ultraviolet spectra and chromatographic retention data as an aid to metabolite identification.
Phenoxypropanolamines and their putative 4-hydroxy metabolites have been chromatographed using reversed-phase HPLC and UV spectra recorded using a linear diode array detector. Analysis of the chromatographic data using the functional group contribution approach allowed peaks to be tentatively characterized as hydroxy metabolites. This characterization was further enhanced by the examination of the UV spectra which showed distinct changes following hydroxylation. Used in combination, the two techniques allow discrimination between the possible isomeric hydroxy metabolites. The chromatographic and spectral changes observed with the relatively complex phenoxypropanolamines can be successfully modelled using simple compounds to further facilitate identification.